gives the optimized supercell vectors of MLBP and nPdCl 2 -BP (n = 1, 2, and 4). Table S2 summarizes the optimized supercell total energies of 20 configurations for all nPdCl 2 -BP (n = 1, 2, and 4) systems. BP, and z-nPdCl 2 -BP (n = 1, 2, and 4) two-probe devices. Fourteen transport channels are obtained indicating that there exit fourteen subbands in the left electrode along the transport direction. It can be seen that the transport channels tend to be closed if more PdCl 2 quantum dots attached due to their scattering effect. Moreover, the penetrating channel of z-nPdCl 2 -BP is weaker at the right side than that of a-nPdCl 2 -BP, giving the evidence that charge carriers transport easily along the armchair direction related to the zigzag direction.
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Table S2
The optimized supercell total energies of 20 configurations for all nPdCl 2 -BP (n = 1, 2, and 4) systems.
Fig. S1
The real space scattering states of a-MLBP at Fermi energy E f .
Fig. S2
The real space scattering states of a-1PdCl 2 -BP at Fermi energy E f .
Fig. S3
The real space scattering states of a-2PdCl 2 -BP at Fermi energy E f .
Fig. S4
The real space scattering states of a-4PdCl 2 -BP at Fermi energy E f .
Fig. S5
The real space scattering states of z-MLBP at Fermi energy E f .
Fig. S6
The real space scattering states of z-1PdCl 2 -BP at Fermi energy E f .
Fig. S7
The real space scattering states of z-2PdCl 2 -BP at Fermi energy E f .
Fig. S8
The real space scattering states of z-4PdCl 2 -BP at Fermi energy E f .
